Experimental 2,3,4-Trihydroxybenzaldehyde (1.54 g, 10 mmol) and thiosemicarbazide (0.91 g, 1 mmol) were heated in ethanol (20 ml).
In the title molecule, C 8 H 9 N 3 O 3 S, the thiosemicarbazide N-NH-C( S)-NH-fragment is twist a different degree of twist in the three independent molecules [dihedral angles = 7.6 (1), 11.6 (1) and 20.7 (1) ]. Intramolecular O-HÁ Á ÁN and O-HÁ Á ÁO hydrogen bonds occur. In the crystal, the hydroxy and amino groups are hydrogen-bond donors and the O-HÁ Á ÁO, O-HÁ Á ÁS and N-HÁ Á ÁO hydrogen bonds generate a layer motif.
Related literature
For the crystal structures of 2,4-dihydroxybenzaldehyde thiosemicarbazone and 3,4-dihydroxybenzaldehyde thiosemicarbazone, see: Swesi et al. (2006) ; Tan et al. (2008) .
Experimental
Crystal data C 8 H 9 N 3 O 3 S M r = 227.24 Triclinic, P1 a = 10.3121 (10) Å b = 11.8797 (12) Å c = 12.4037 (12) Å = 68.969 (1) = 87.487 (1) = 77.161 (1) V = 1381.8 (2) Å 3 Z = 6 Mo K radiation = 0.34 mm À1 T = 100 K 0.35 Â 0.10 Â 0.02 mm
Data collection
Bruker SMART APEX diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.890, T max = 0.993 13248 measured reflections 6327 independent reflections 4487 reflections with I > 2(I) R int = 0.033 Refinement R[F 2 > 2(F 2 )] = 0.042 wR(F 2 ) = 0.114 S = 1.02 6327 reflections 478 parameters 18 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.38 e Å À3 Á min = À0.37 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2009); cell refinement: SAINT (Bruker, 2009); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: X-SEED (Barbour, 2001); software used to prepare material for publication: publCIF (Westrip, 2010). (7) −0.0099 (7) 0.0009 (7) −0.0042 (6) O2 0.0340 (11) 0.0120 (8) 0.0157 (8) −0.0124 (7) 0.0038 (7) −0.0083 (6) O3 0.0283 (10) 0.0156 (8) 0.0096 (7) −0.0104 (7) 0.0011 (7) −0.0059 (6) O4 0.0279 (10) 0.0134 (8) 0.0093 (7) −0.0097 (7) 0.0017 (6) −0.0046 (6) O5 0.0321 (10) 0.0160 (8) 0.0105 (7) −0.0138 (7) −0.0001 (7) −0.0052 (6) O6 0.0286 (10) 0.0147 (8) 0.0097 (7) −0.0082 (7) 0.0000 (7) −0.0061 (6) O7 0.0345 (11) 0.0124 (8) 0.0108 (7) −0.0075 (7) 0.0019 (7) −0.0060 (6) O8 0.0319 (10) 0.0132 (8) 0.0141 (8) −0.0097 (7) 0.0035 (7) −0.0079 (6) O9 0.0257 (10) 0.0178 (8) 0.0099 (7) −0.0080 (7) 0.0008 (7) −0.0066 (6) N1 0.0151 (10) 0.0125 (9) 0.0122 (9) −0.0039 (7) −0.0017 (7) −0.0068 (7) N2 0.0222 (11) 0.0088 (9) 0.0109 (8) −0.0041 (8) −0.0001 (7) −0.0063 (7) N3 0.0399 (13) 0.0113 (9) 0.0096 (9) −0.0090 (9) −0.0003 (9) −0.0047 (7) N4 0.0171 (10) 0.0107 (9) 0.0128 (9) −0.0025 (7) −0.0020 (7) −0.0075 (7) N5 0.0200 (11) 0.0111 (9) 0.0135 (9) −0.0057 (8) 0.0003 (7) −0.0079 (7) (2) 164 (2) N9-H91···O5 vi 0.86 (1) 2.11 (2) 2.896 (2) 
